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Experimental
Crystal data [Fe(C 5 Table 1 Hydrogen-bond geometry (Å , ) .
Cg2 is the centroid of the C6-C10 ring. Data collection: CrysAlis PRO (Oxford Diffraction, 2009 ); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: WinGX (Farrugia, 1999); software used to prepare material for publication: publCIF (Westrip, 2010).
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H NMR spectrum (7.91 p.p.m., doublet, for 4 protons of the C14, C18, C21, C25), therefore indicating the absence of an intramolecular hydrogen bond at least in solution.
The C11=O1 carbonyl group and C1-C5 ring form an extended π-conjugated system, and therefore C1-C11 bond is shortened. The coplanar arrangement of a carbonyl group attached to the cyclopetadienyl (Cp) ring should allow maximum interaction of two π-systems. The C11=O1 bond is twisted out of the plane of the C1-C5 ring for 18.81 (11)°. The Cp rings deviate 9.3 (2)° from an eclipsed conformation. The value of the C-Cg 1 -Cg 2 -C pseudo-torsion angles, defined by joining two eclipsing Cp carbon atoms through the ring centroids range from 8.8 (1) to 9.8 (1)°. The Cp rings are almost parallel, with a dihedral angle between the mean planes of the rings of 1.84 (11)°. The amide groups do not lie in the plane of the attached aromatic rings. Thus, the plane of the C13/C12/O2/N1 atoms is inclined to the C13-C18 phenyl ring for 17.86 (9)°, and the plane of the C19/C20/O3/N1 atoms is inclined to the C20-C25 phenyl ring for even 27.27 (11)°. Two phenyl rings are perpendicular with respect to the C1-C5 ring. The corresponding dihedral angles are 85.36 (9) and 88.17 (10)° for C13-C18 and C20-C25 rings, respectively.
Molecules of 1 are self-assembled by C4-H4···O1 hydrogen bonds ( Fig. 2 ; Table 1 ) into C(6) (Bernstein et al., 1995) spirals parallel to the b axis. Hydrogen-bonded chains are further weakly linked by one C-H···π interaction, C15-H15···Cg2, also parallel to the b axis forming a two-dimensional framework.
Experimental
To a suspension of hexane-washed sodium hydride (60% NaH in mineral oil, 78 mg; 2.027 mmol) in dry tetrahydrofuran (5 ml), a solution of ferrocene amide (188 mg; 0.821 mmol) in dry tetrahydrofuran (5 ml) was dropped and the mixture supplementary materials sup-2 was heated at reflux for 2 h. After cooling benzoyl chloride (0.13 ml; 1.126 mmol) was added and the reaction mixture was stirred at room temperature overnight. After removing the solvent the remaining residue was dissolved in dichloromethane, washed with water and brine, dried over anhydrous sodium sulfate and evaporated. TLC purification gave 111 mg (41%) orange crystals of N-benzoylferrocenecarboxamide 2 and 76 mg (21%) red crystals of the title compound 1. A single-crystal of 1 was grown by slow evaporation from a saturated dichloromethane solution.
Refinement
All H atoms were included in calculated positions as riding atoms, with SHELXL97 (Sheldrick, 2008) defaults, viz. C-H = 0.93 Å and U iso (H) = 1.2 U eq (C).
Figures Fig. 1 . Molecular structure of 1, with the atom-numbering scheme. Displacement ellipsoids for non-hydrogen atoms are drawn at the 30% probability level. Table 1 .
N,N-Dibenzoylferrocenecarboxamide
Crystal data (9) 0.0349 (7) 0.0033 (7) 0.0234 (6) 
Geometric parameters (Å, °)
Hydrogen-bond geometry (Å, °)
Cg2 is the centroid of the C6-C10 ring. 
